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1 Boltzmann Transport Equation

The Boltzmann transport equation provides a continuum description of a 6D phase-space transport
dynamics in time for a kinetic system. The equation is used frequently in the nuclear engineering
and plasma physics community in order to study neutron, photon and plasma transport phenomenon
in nuclear reactors and laboratory plasma settings. The generalized Boltzmann transport equation
is shown in equation (1).

m8{+ma.w+ﬁ.vvf:m<%f>c (1)

m, f,t, ¥ and F are mass of the particle, distribution function of the system, time, velocity and any
external /internal force applied to the system, respectively [6]. The distribution function is a function
of space, velocity and time, f = f(7,¥,t). The first term represents the change in the distribution
function with respect to time. The second term represents the advection of distribution function in
physical/configuration space, 7. The third term represents the advection of distribution function in
velocity space. Finally, the fourth term represents a particle collision. This form is typically used in
the plasma physics community. In the neutron transport community however, an alternative form is
used in order to describe the transport of neutrons. The form of the Boltzmann transport equation
used in the neutron and photon transport community, neglecting the acceleration term is shown in
equation (2).

v, ¥, t, Q, F and F are the velocity magnitude, angular flux, time, solid angle, external/internal force
applied to the system and energy respectively. The solid angle € is a unit vector which represents
the direction of the particle and is defined accordingly.

O = /1= p2cosdi + /1 — p2singj + pk (3)

Where g is referred to as the direction cosine, u = cosfl. The angular flux is a function of space,
energy, solid angle and time, ¢ = ¥ (F,E, ﬁ,t). Each terms represent the identical physics of the
original form of the transport equation. Additionally, since there are no long-range force of interest
that acts on the particles in neutron and photon transport, the advection in velocity (or in this case,
energy) space does not occur. This implies that the only mechanism in which the particle can lose
energy is through collision.

The condition of collision operator only allowing change in velocity of particle makes the modified
form of the transport equation attractive in the discrete approach. The linearized, steady-state
Boltzmann transport equation for neutron transport with collision is expressed accordingly.

Q-Vo+ S = 25 (9,9, [E, E)) ' dVdE + Q (5)

Q=4n
Where the additional parameters, >, 35 and Q represents the total cross-section, scattering cross-
section and a fixed internal source. E’, 0’ and 1)’ are the energy, solid angle and angular flux prior
to collision. The first term represents the streaming of particles in physical/configuration space. The



second term represents the total collision interaction of neutrons. The third term represents the
scattering collision interaction of neutrons. The final term represents the internal fixed source term
that allows production of neutrons. With an assumption of isotropic scattering, isotropic source
distribution and single energy, the transport equation takes the following simplified form.

1

ﬁ'vwmthﬂ(zsmcz) (6)

Where ¢ is the scalar flux and is defined as the 0" moment of the angular flux, ).

¢= e) (7)

Q=47
A final assumption of 1D in space provides the test problem in which our new algorithm is tested.

9y
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2 Deterministic Technique to the Solution of Transport Equation

There exists two general class of techniques in solving the original transport equation shown in
equation (8). The two classes of techniques are the deterministic and stochastic approach. In this
section, an overview will be provided in the traditional approach in solving the transport equation
deterministically. The traditional approach in solving the transport equation deterministically is
source iteration [4]. The concept of source iteration is formed behind converging the scattering
source in the right hand side of equation (8).

%k—&-l

1
ny, ot Spphtl = o (Zs¢’“ + Q) (9)
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Where k is the source iteration index. The concept is to solve for ¥**! in equation (9) from the
known, initial guess scalar flux,¢* then use the new ¥**! to calculate a new scalar flux, ¢**1, from
equation (10). This iteration is continued until a desired tolerance is met for either i) or ¢. The
source iteration steps are provided below.

1. Solve for ! for the first iteration with initial guess of ¢° = 0 using equation (9).
2. Solve for ¢! from equation (10).

3. Solve for ¥*! using ¢* using equation (9).

4. Solve for ¢* from equation (10).

5. Increment k = k + 1.

6. Check for convergence in 1. If the system converged, end source iteration. If the system has
not converged, repeat steps 3 to 5.

2.1 Discretization

In order to solve the transport equation numerically, an appropriate discretization (finite difference,
volume, element) must be applied. For simplicity, a standard diamond differencing scheme can be
applied in space and Gauss-quadrature integration scheme may be applied in angle.

rrl ¢k+1/ |
i+1/2,n i—1/2n ka1 bl )
Hn Az + 2 (wijl/ln + wijl/Q,n) = in <Zs¢i + Q) (11)
N
OF = _wntin (12)
n=1

Where the subscript 4, n are the cell index and ordinate index and w, is the weight of quadrature
point from Gauss quadrature. The weights are defined as the root of the Legendre polynomial of
order n.

2
Wy, = Ny 5 (13)
Now equation (11) can be solved through a standard transport sweep or a linear iterative solver such
as GMRES [8].

The method is robust and will provide a converged solution eventually. However, for a certain
class of problems, the method becomes very inefficient. The class of problem where the method



becomes inefficient is where the system size is large relative to the mean free path of neutrons and
where the scattering interaction is dominant. The convergence becomes very slow and may require
many source iteration until the solution actually converges. This is because the dominant physics of
the problem is lagged between iteration. Additionally, for 3D problems, large amount of memory is
required since the solution has to be stored for a 6D phase-space.



3 Stochastic Technique to the Solution of Transport Equation

An alternative to the deterministic source iteration is the stochastic Monte-Carlo approach, which
does not explicitly require a descretization of the governing equation. For neutron transport problem,
the transport equation is solved through a series of stochastic random number generation in order to
determine the particle position, direction of flight, distance of travel and collision interaction. Based
on a probability distribution function of the source from @(z) a random number can be generated
to determine the location of particle. Based on the scattering cross section and total cross section, a
probability of interaction can be determined. Finally, if the particle scatters, based on the scattering
distribution function, a direction of scatter can be determined from yet another random number
generation. Every time the particle collides, a physical quantity of interest is tallied. The process is
enumerated accordingly.

1. Generate a random number and and determine the position of the particle based on the source
probability distribution, Q(z).

2. Generate a random number, R, to determine the direction of travel, u.
uw=—-1+2R (14)
3. Calculate the distance of travel from another random number generation.

In|R|
2y

Tp=x0— p (15)

4. Determine if the particle escaped the system. If so, end the particle history and restart from
step 1. If the particle did not escape the system, generate a random number to check if the
collision was a scattering or absorption.

IfR> %, absorption occurs. Perform tally then end particle history and restart from step 1.

IfR < %—‘:, scattering occurs. Perform tally then start from step 2.

5. Check if convergence is met. If not, return to step 1.

Note that all random numbers generated are assumed to be between 0 to 1.

3.1 Tally

This section will provide how the tallying of physical quantities are performed. There are two general
approach to tallying: track length tally and surface crossing tally. The track length tally will calcu-
late the total distance traveled by the particle within a cell while the surface crossing tally simply
checks for the total number of particle that crossed a cell surface. Tally can be regarded as a moment
calculation for a particle approach.

The 1D track length tally can be generalized accordingly.

1 —14n ||
noo_ A 1+n 1P 16
(bz,p NpA‘/z U.)p Spup 1y ( )
Where n is the order of the moment defined as n =0, 1, 2, ---, N where N here is the largest moment

of interest. Hence for scalar flux,¢, n = 0 and current, J, n = 1 etc. N, AV}, w,, As, and p, are
the total weight of the system, volume of the i cell, weight of the particle, the total distance the



particle traveled within the " cell and the direction of the particle.

The surface crossing tally is simpler in calculation since no distance calculation within a cell is
required. The 1D surface-crossing tally can be generalized accordingly.

no_ 1 “14n | Hp]

¢z,p NpAA@ wplu’p Ly (17)
Where AA; is the surface area of the i” cell surface that the particle crossed. The Monte-Carlo
approach is regarded as a faithful simulation of the actual physics. The method is not subjected to
any discretization errors and is able to reproduce a very accurate description of neutron behavior in
the problem. However, similar to the deterministic source iteration approach, the method becomes
very inefficient in large, scattering dominant problems. This is because the neutron would have to
collide many times before it either escapes the system or gets absorbed. This makes the CPU cost
per particle history be very expensive. In addition, for Monte-Carlo calculation, in order to smooth
out the statistical noise and fluctuations, many many particle histories are required.

3.2 Sequential Implementation

The stochastic approach described above was implemented in C, to have a baseline comparison
between the stochastic approach and the novel approach developed and discussed in the Section 4.
The algorithm used is described below.

1. Divide the physical domain into nc cells.

2. Within each cell spawn particles such that the start position is uniformly distributed within
the cell.

3. Calculate the direction and distance traveled by the particle using equations (14) and (15).
4. Calculate the end position of the particles and add its contribution to each cell it passes through.

5. If the particle doesn’t stream out of the system then check if it is absorbed by generating a
random number and checking if it is less that .

6. If it is absorbed then goto Step 2, if it scatters, goto Step 3.

3.3 Multicore/multinode version

Since the particles in the stochastic process do not interact with one another, the approach is inher-
ently data parallel. The Monte Carlo process also maps well to multicore CPUs since the threads
don’t execute in lock-step and the branch predictors in current hardware are sophisticated to reduce
the overheads due to if-else constructs. MPI was used to parallelize the computation, with each
process running on a logical core on the CPU. While using only MPI doesn’t allow explicit use of
shared memory space between the different threads on a core, modern MPI libraries are optimized
to make use of the shared memory so as to reduce communication costs between the processes.
The approach used for an MPI implementation of Monte-Carlo is described below:

1. Each MPI process is allocated a contiguous set of cells to spawn particles in and track their
evolution.

2. The contribution of all the particles simulated by a process are stored in arrays of length equal
to the number of cells in the domain. In general, each process might have contributions to all
the cells.

3. Reduce the contributions across MPI processes using MPI_Reduce.



Small Problem Size

s = 0.99,3; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000
No. of Processes | Mean Time (us) | StDev (us) | MFLOPS SpeedUp

1 50765824.9 142296.99 582.37

2 25336921.8 42428.66 1167.06 2.0004

4 15804749.9 53614.58 1870.93 3.2120

8 8719642.5 27664.05 3391.15 5.8220

16 4157151.1 35326.80 7112.96 12.2117

32 2193449.9 31119.74 13480.88 23.1442

48 1900629.5 283185.64 15557.81 26.7100

Table 1: Performance of the stochastic Method

4. Check if the values have reached convergence using the standard deviation as the convergence
criteria. If it has not, return to Step 1.

The performance was evaluated on an 4 socket AMD Opteron processor with each socket sup-
porting 12 cores ( a total of 48 cores ). Two problem sizes were tried. Only one-node was used
for these experiments. Table 1 shows the time taken for the computation, along with the MFLOPS
achieved and speedup by increasing the number of processes. The time taken for the computation
was calculated by taking an average over 10 runs. The table also shows the standard deviation of
the timings. It can be seem that as the number of processes increase, there is a huge variation in the
execution time. This might be due to interference from other processes running on the system. As
the number of threads used for the computation increases, these interferences have more impact on
the run times.

3.4 OpenCL Implementation

The stochastic approach as described above, doesn’t map well to GPGPUs. In such architectures, a
group of 32 threads form a warp and maximum performance is achieved when all threads in a warp
execute the same instruction on different data. A standard way of using GPGPUs for simulating
Monte-Carlo is to have each thread simulate one particle. But since the particles might be absorbed
or scattered based on random numbers, there can be a lot of thread divergence. Having an OpenCL
implementation serves as a baseline to compare the benefits of algorithmic changes to the stochastic
process. This section highlights the steps involved in such an implementation.

3.4.1 Number of Workgroups and Workitems

In OpenCL terminology workitems are the fundamental execution units on the GPU, also knows as
threads. A workgroup is a group of workitems that can use shared memory to interact with each
other and can synchronize with respect to each other. The configuration chosen for this problem is
to set the number of workgroups and the number of workitems per workgroup equal to the number of
cells in the domain. NOTE: To maximize performance , it is important to have as many workitems
as possible. To do so, divide the domain into as many cells as necessary.

3.4.2 Tracing a particle

Each workgroup is tasked to spawn particles within one cell of the domain and trace their evolution.
Each workitem starts off by spawning one particle and calculating its end position. Having done
so all the threads synchronize and enter the tallying phase ( described in 3.4.3 ). After exiting the
tallying phase, each workitem checks if the particles is absorbed or goes out of the system. If it does,
then that workitem, starts a new particles, otherwise it continues with the old particles. A counter
in shared memory is used to keep track of the number of particles simulated by a workgroup.



Small Problem Size
s = 0.99,3; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000
Time (us) | MFLOPS SpeedUp
Sequential 50165824.9 886.37 -
OpenCL - GTX 580 3709186 7970 13.69
OpenCL - Tesla 2050 5454904 5419.77 9.36

Table 2: Performance of the OpenCL kernel for stochastic methods

3.4.3 Tallying phase

After having streamed a particle for one flight, all the threads in the workgroup enter a tallying
phase. The contribution made by particles simulated by a workgroup are stored in shared memory
and is of size number of cells. To make tallying process efficient, multiple threads should not write
to same location and the threads should write to consecutive locations in shared memory to reduce
bank conflicts. The tallying process is divided into steps equal to the number of cells in the domain.
In each step 7, thread j adds its contribution to cell (j+417)%nc following which all threads synchronize
before starting the next step. The synchronization is necessary since each thread has to check if it
has a contribution to that cell. If it does, it calculates the value to be added, else a zero id added.
After all the steps have been completed, the tallying process is complete and the threads go back to
tracing the next/same particle.

3.4.4 Optimizing the tally phase

As mentioned above, during each step of the tally phase, each thread has to execute a bunch of
conditionals to decide the contribution it needs to make. This can be expensive on the GPU. The
overhead can be reduced by observing that there are 4 possible values that a thread might add. These
are treated as four different states based on the target cell ( the cell the thread adds its contribution
to for the current step ):

o State 0 : If the target cell is not crossed by the cell, then its adds a 0.

e State 1 : If the target cell is same as the starting cell of the particle, then it adds a value
proportional to the distance traveled in that cell

o State 2 : If the target cell is greater than the starting cell, but less than the ending cell of the
particle, then the value added is proportional to the cellsize since the particle travels the entire
cell

e State 3 : If the target cell is same as the ending cell of the particle, then it adds a value
proportional to the distance traveled in that cell

Further, the startcell and endcell of a particle can be manipulated such that the startcell is always
lesser than the endcell. In such a situation, the threads can change states according the state diagram
shown in Figure 1. The edge from State 1 to State 0 exist only if startcell is same as the endcell and
the edge from State 1 to State 3 exist only if startcell is one less than the end cell. The shape of the
state diagram per thread can be decided before entering the tallying phase. Therefore there is no
need to check for this during the tally phase.

The thread divergence can be reduced since it is possible to calculate the number of steps a thread
has to execute before it changes state. The new state can be decided cheaply based on the state
diagram.

The performance of the OpenCL version was compared against the sequential implementation.
Table 2 shows the speed up achieved by using the above driver on the GPU.
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f( startcell == endcell )

Figure 1: State Diagram to reduce thread divergence during tallying
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4 Quasi-Diffusion-Acceleration

4.1 Background and History of Quasi-Diffusion-Acceleration

As discussed in section 2, the classic source iteration used to solve the transport equation determin-
istically suffers the slow convergence for cases where the system size is large relative to the neutron
mean free path and when the collision interaction is scattering dominant. For many problems of in-
terest in nuclear engineering (i.e. nuclear reactor), the system sizes are thousands of mean free path
and the neutron suffers multiple collisions in the moderating medium (water, carbon, etc). In order
to obtain a solution to the transport equation, the brute force deterministic source iteration approach
is typically not used. Instead, an accelerator algorithm is used to obtain the solution using source
iteration. The quasi-diffusion-acceleration (QDA) technique is typically used in combination with
the source iteration to achieve the solution. The same algorithm will be extended to the stochastic
Monte-Carlo approach to accelerate the solution to the underlying transport equation. The following
section will discuss the background in the formulation of high/low order formulation of the governing
equation and provide an overview as to how the lower-order moments solution is used to accelerate
the higher-order transport equation.

4.2 Quasi-Diffusion-Acceleration Formulation

Consider the 1D, mono-energetic transport equation with a constant fixed homogeneous source, Q.
oy
Haz

Now, a 0" and 1! moment is taken for the transport equation.

FEp = - (5,0+Q) (18)

oJ
7 (Bt —Es)p=Q (19)
OB -

Equation (19) and (20) are defined as the 0 and 1% moment of the transport equation, respectively.
¢ and J are defined as the 0" and 1* moment of the angular flux, ¢». E is defined as the ratio of
the 2" and 0" moment of the angular flux.

1

¢ = »d§) = 27?/ em (21)
Q=4r -1

1
Jp=J= QudQ = 27 / Yudp (22)
Q=4m -1

Jors, O0pdQt 27 I vptdp
Jo—ir ¥dQ2 27 f,ll Pdp

Each terms are referred to as the scalar flux, current and the Eddington tensor. Note that in the
1D case, there’s only a current in the z-direction and Eddington tensor is not exactly a tensor, but
a factor. Now, equation (20) is solved for J.

E,p = FE=

(23)

1 0E¢
J=——F— 24
Et ox ( )
Inserting equation (24) into (21), the lower order equation for ¢ is constructed.
0 (10E¢
=== ¥ —3s) o= 2
5 (5550 ) +@m-z0e=0 (25)
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Now a high/low order notation, HO and LO is used for both the original transport equation and the
low order equation.

ox ¢ 4 NP
o 1 8EHO¢LO 1O
_ A VIS P 0 - 2
o (5255 )+ -89 = (21)
Note that the classic diffusion equation is retrived for the special case of E = 1/3 where D = 1/3%;.
o (99" Lo
-— | D PIEPIN = 2
o (D% )+ m-20 00 = (28)

Now the focus will be given to the structure that exists between the two equations. It is interesting
to note that by satisfying either one of the equation, the other equation is automatically satisfied as
well. If equation (26) is solved for ¥, equation (27) is satisfied via the Eddington tensor closure.
Conversely, by solving equation (27) for 97, equation (26) can be solved through the closure ¢=©.
This is generally true in the continuum. In the discrete however, an iteration must still be performed
to converge the two system (higher/lower order). The following general steps are taken for the QDA
scheme.

1. Solve equation (27) using the diffusion approximation, E = 1/3 for ¢~©.

2. Solve equation (26) using the ¢“© from the initial diffusion approximation in step 1.
3. Calculate EfO using 99 calculated from step 2.

4. Calculate for ¢2© using FHO.

5. Calculate for 9 using ¢1©.

6. Check for convergence in 9. If converged, end iteration. If not, repeat steps 4 - 6.

The method was first developed by [5] in the 1960’s and have been a corner stone for many of the
modern deterministic S,, solvers.

5 QDA Monte-Carlo (QDAMC) Formulation

Now the deterministic QDA concept will be extended to the stochastic Monte-Carlo system in order
to develop a hybrid stochastic-deterministic accelerator. Similar to the deterministic system, a
higher/lower order system of equation is constructed. However, the higher-order transport equation
is now solved using the stochastic Monte-Carlo method instead of the deterministic transport sweep.
In the QDAMC approach, unlike the classic Monte-Carlo (CMC), the particle does not explicitly
" scatter”. Instead, the scattering physics is taken care of in the lower-order PDE system. This
removes the control if, elseif statement from the particle and greatly reduces the CPU time per
history. In essence, each particle history is treated as an effective pure absorbing problem. Anytime
the particle collides, irregardless of the collision type, the particle history is terminated and tally of
physical quantities are performed.

In QDAMC, instead of calculating for the angular flux then calculating the Eddington tensor,
the moment quantities are directly calculated by tallying the direction cosine of each particle in the
cell. The lower order scalar flux, ¢2©, will still be used as a source for the Monte-Carlo calclation,
but will be used to provide a non-uniform weight to the particles depending on which cell they are
born in.

13



5.1 Particle Weight Assignment

Unlike the CMC, which in the analogue sense uses a constant particle weight, QDAMC is intrinsically
non-analogue. The particle weight is assigned based on the sum of cell lower-order scattering source,
¥,6%0, and fixed inernal source, @, which we will call, Q.

_|Qi| NPepAV;
wp = W (29)

Qi = ZsF% + Qi (30)

Where wp, NP,..r, AV;, NP ¢y qvg are the weight of particle in the cell where gbfo is defined, reference
number of particles per unit volume that is supplied by the user, cell volume size and average number
of particles per cell for the simulation. The non-constant particle weight is used in order to represent
the effective total source distribution given a flat particle probability distribution function.

5.2 Boundary Condition

In using either the QDA or QDAMC method, a boundary condition must be used for the lower-order
system. For the very first initial condition calculation, a classic vacuum boundary condition is used.
The vacuum boundary condition is defined as follows.

LO
1 oo 1 (31)
oF0 Oz D

1
D=_—— 32
3%, (32)
For the subsequent iteration, the higher-order solution provides closure to the lower order system in
two ways: 1.) Eddington tensor and 2.) the boundary condition. In this study, we've tested the

QDAMC algorithm with the following boundary condition and closure definition.

LO JbHO LO
Jb - ¢TO b (33)
b
1 0
LO HO ,LO
=——_(E 4

With two equations and two unknown, the boundary condition can be closed by using information
from the higher-order solution.

5.3 Discretization of Lower-Order System

Discretization scheme used for the lower-order system is described. Consider the 0" order moment of
transport equation shown in equation (19). By defining the solution as cell averaged quanity at cell
centers, the following discretized approximate form of (19) is obtained using a finite volume scheme.

Jﬁ_Ol 2 ‘]‘Lol/Q
Z/TZ + (B¢ - %) 0F0 = Q; (35)

Now, we discretize the 15 moment at cell face for JE©

i1/2 and JZ.L_Ol/z.

HO .LO HO ,LO
1 EiTony — E77¢;

L —
‘]i+1/2 - _2715 Ax (36)
i—1/2 b Ax
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By substituting (36) and (37) into (35), we obtain the discretized form of the lower-order system for
the internal nodes.

¢ _ 2EHO¢LO _|_EHO¢LO
Zt 1,+1 Z+1 7,Ax2Z + (Et . Es) 7ILO — Q’L (38)

Now for the boundary condition, discretizing equations (33) and (34) at the left boundary.

N5 1o
IR = 45010 (39)
‘751/2
J . 1 E{IO(ZB%O EI/Q ¢1/2 40
12 =7, Az /2 (40)
Through few algebraic manipulation, (bl 72 and hence JlL/O2 is solved.
HO -1
d) E{{O J1/2 1 E1/2 ¢LO (41)
127 T 8,Az/2 {I/g % Ax/2 !
g WO [He (421 EEY o -
V2T GHO TS An/2 \ oG S Av/2 !

Given the internal node discretization and boundary closures, a linear system of equations can be
constructed such that the following linear system is solved for ¢X©.
Apt? =Q (43)
A€ RN XN
¢LO Q c RANx1

Where N is the number of cells, A is the coefficient matrix and @ is the internal fixed source defined
at each cell center.

5.4 Treatment of the Higher-Order System

In this section, a detailed treatment of the higher-order system will be discussed. After the lower-
order scalar flux, ¢*© is calculated at cell center, the higher-order system is initialized through the
following process.

1. Determine the number of particles created per cell based on NP,y and NP o qug-
2. Place particle randomly within a cell.
3. Assign a particle weight using (29).
4. Assign a particle flight direction.
pp =-1+ 2R

This initialization process effectively reflects the right-hand source of equation (18). Next, the par-
ticles are streamed, collided and tallied accordingly.
1. Calculate the distance traveled before collision accordingly.

_ In|R|
Tfp = 20p — Hp~;,

¢HO JHO EHO

2. Determine which cells the particle crossed and tally and at boundaries using
surface tallying (for boundary condition closure) and EMO at cell centers using track-length
tallying.
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5.5

Summary of QDAMC

As expected, the QDAMC algorithm will resemble a familiar iteration procedure as the traditional
QDA method used in the deterministic world. The iteration procedure is shown below.

1.

2.

7.
8.

Solve equation (27) using the diffusion approximation, E = 1/3 for ¢1©.
Place particle based on the total source distribution, Q = 3,¢*° + Q.

Assign a direction of flight to particle.

. Stream and collide particle.

. Determine which cells the particle crossed and perform tallying for ¢, J79 and EHO on

boundaries and cell centers.

. Calculate for ¢*© using EHO.

Repeat steps 2 to 5.

Check for convergence. If converged, end iteration. If not, repeat steps 2 -7.

The only difference between the traditional deterministic QDA and QDAMC is in the treatment of
the higher-order system. In QDA, the higher-order system is solved via a transport sweep or a linear
solver based on the discretized transport equation. In QDAMC, the whole equation is effectively
solved using Monte-Carlo.
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6 MATLAB Results

This section will present results on the new QDAMC algorithm for the simple 1D, monoenergetic
transport problem discussed in the section 4. In order to study the performance of QDAMC in
the parameter space of various problems, three cases were studied and compared with against the
CMC. The three cases studied are: The large, medium and small system size case. With each case,
three separate sub-cases were studied with varying ¥s. As lim% — 1, more scatteing dominant the
problem becomes. By varying X, it is possible to invesetigate different problem regimes for each

physical system size.

6.1 Large System Case

For the large system size case, the following problem parameters were chosen.
e L, =100
e 3, =10
e ¥ =19.999,9.99, 9.9

N, =100
tolerance Az||p|]z < 0.05

hd NPcycle,QDAMC = 5x10*
i NPcycle,CMC = 1x10?

Where L, 3, X5, Ny, Aa:|\q~5||2, NP,yce.gpamvic and N Py cvc are the system length, total cross-
section, scattering cross-section, number of spatial cells, L2 norm of the relative difference of scalar
flux, number of particle per cycle for the QDAMC and CMC approach. The number of particles per
cycle for the QDAMC and CMC was chosen to be different. The QDAMC method is sensitive to the
number of particles per cycle and a high enough number of particles per cycle is required in order
to suppress significant amount of noise feed-back between the higher-order and lower-order system
(will be elaborated in later section). Additionally, the CMC method is independent of number of
particles per cycle, but each particle history may undergo many scattering collisions and allows much
more statistics accumulation per particle history relative to QDAMC. This implies that if a same
number of particles per cycle is used for the two methods, a very coarse resolution information on
CPU time for convergence will be available. As an example, even if the QDAMC technique required
20 cycle and the CMC technique required only 1 cycle, the raw CPU time required to perform that
number of cycle can be in the order 5 seconds for QDAMC versus 3 hours for CMC. The relative
difference is calculated from a reference deterministic solution with identical problem parameters. As
will be discussed in more detail in the later section, there are no convergence theory for this hybrid
deterministic-stochastic accelerator method. In order to characterize the performance of the method
in various problem parameter space, a temporary convergence criteria of comparing the L? norm was
adopted. A table organizing the results of the large case is shown below.

It can be seen that upon convergence, in order for the CMC solution to approach the same level of
accuracy as the QDAMC, approximately 550 times more CPU time was required. Collisions refer
to the average number of collisions particle undergoes before it is either absorbed or leaks out of
the system. As seen, as the scattering cross-section increases, the number of collisions increases for
the CMC. For QDAMC, since the collision logic is treated in the lower-order system, the average
number of collision is 1 for all cases. Iteration is the required number of cycle for the method to
converge below a specified L? norm tolerance. Finally, the total flights refers to the product of
average collisions, number of particle used per cycle and the iteration. This quantity will provide
effectively, the total number of streaming of particles required for convergence.
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Test Results: >; = 10, L, = 100
Y =9.9 Y, = 9.99 s = 9.999
CMC QDAMC | CMC | QDAMC | CMC | QDAMC
CPU Time 75.65 1.71 358.2 1.44 843 1.53
Collisions 98.7 1 973.6 1 8945.9 1
Tterations 396 11 196 10 49 11
Total Flights | 3.908x10% | 0.55x10% | 19x10° | 0.5x10% | 43.8x10° | 0.55x10°

Table 3: Large system size results for varying scatter cross-section for the CMC and QDAMC. Note:
QDAMC used 5x10* particle. per iteration while CMC used 102 particles.

Large Problem Scalar Flux
1200 T T T T

1000 ) A /\_.” /\

%

800 |

The QDAMC case with 102x10°
Flights is on top of the reference

solution and difficult to ses
o B0O [
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N &
wol CMC 102x10" Flights 5, = 10 i
QDANMC 0.5 10° Flights s = 9,009
QDAMC 102x10° Flights Ly = 100
Nz = 100
200 Reference Solution

Figure 2: Large system scalar flux.

6.2 Medium System Case
For the medium system size case, the following problem parameters were chosen.
e [, =10
e Y, =10
e ¥, =9.999, 9.99, 9.9
e N, =100
e tolerance Aa:HdN)Hg < 0.005
o NP.yueqpamc = 5x10*
o NPuyuecmc = 1x10?

A table organizing the results of the medium case is shown below.

6.3 Small System Case

For the small system size case, the following problem parameters were chosen.
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Test Results: ¥ = 10, L, = 10
Y =9.9 Y, = 9.99 >, = 9.999
CMC | QDAMC | CMC | QDAMC CMC QDAMC
CPU Time 58.1 3.11 176.4 3.32 295.6 3.32
Collisions 89.0 1 649.2 1 1974.2 1
Iterations 256 17 106 18 56 18
Total Flights | 2.28x10% | 0.85x10% | 6.89x10% | 0.9x10° | 11.05x10% | 0.9x10°

Table 4: Medium system size results for varying scatter cross-section for the CMC and QDAMC.
Note: QDAMC used 5x10* particle. per iteration while CMC used 102 particles.

IMedium Problem Scalar Flux
360 T T T T T
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200
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QDAMC 11, 1x10° Flights

150 |
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Lz =10
Nz = 100

100
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Figure 3: Medium system scalar flux.

e N, =100

e tolerance Az||¢||> < 0.001
o NPuyueqpavc = 5x10*
o NP.yuecmc = 1x10?

Only two sub-cases with X, were tested since for the CMC, any higher scattering cross-section is
meaningless as the system-size is now too small to allow anymore collisions per particle with increased
scattering cross-section. A table organizing the results of the small case is shown below.
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Test Results: >y =10, L, = 1

Y, =9.9 Y = 9.99
CMC | QDAMC | CMC | QDAMC
CPU Time 23.453 10.08 25.85 19.10
Collisions 7.94 1 25.98 1
Iterations 950 23 332 43
Total Flights | 0.71x10°% | 1.15x10° | 0.86x10° | 2.15x10°

35

Srall Problem Scalar Flux

Table 5: Small system size results for varying scatter cross-section for the CMC and QDAMC. Note:
QDAMC used 5x10% particle. per iteration while CMC used 10? particles.
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Figure 4: Small system scalar flux.
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7 QDA-MC for MultiCore Architecture

While the QDA-MC approach was developed with the idea of handling the scattering of particles
in the Lower Order equation, making the solution of Higher Order more amenable to GPUs; it is
also true that the QDA-MC algorithm maps well to multi-core/multi-node architectures too. To
evaluate the performance, a hybrid MPI/OpenMP approach was developed. This section discusses
the approach used for parallelizing the code.

From the sequential code, it was apparent that, the Monte Carlo step to solve the higher-order
equation was the most expensive part of the computation. Fortunately, the Higher Order Monte Carlo
step is also extremely data parallel. The sequential implementation spawned particles uniformly
across all the cells in the domain and tracks the cells through which they travel. Distributing the
cells across MPI processes or OpenMP threads results in equal distribution of work in the HO system.
The Lower Order system for the 1D case is extremely cheap and is done by one thread.

7.1 Using MPI
Using MPI for parallelizing the Higher Order solver involves the following steps

1. Solve the Lower order equation with the diffusion approximation on process 0.

2. Process 0, calculates @ in each cell based on results from the lower order solution, and broad-
casts the values to the different processes using MPI _Bcast.

3. Each process spawns particles in the cells assigned to it with the weight of the particles deter-
mined by the value of @) in that cells.

4. Each process stores the contribution to ¢, E at each cell, and to ¢, E and J at the two
boundaries.

5. The contributions from all the processes are combined using MPI_Reduce, with the result being
put on process 0.

6. Process 0 then solves the lower order system using the values from the reduction for closure
and checks for convergence.

7. If converged, process 0 sends a message to all processes to exit, else return to Step 2.

Table 6 shows the scaling of the QDA-MC code using MPI for two different problem sizes. For
both the problems, while there is an almost initial linear speed up obtained, as the number of
processes increase, it tapers of. This is due to the high variation in run times for MPI. By using all
the 48 cores on the process a maximum performance of 9 GFLOPS for the small problem and 13
GFLOPS for the large problem is obtained. This is well below the peak performance of the machine.
Even though modern MPI systems are sophisticated enough to use the shared memory if all processes
are on the same core, there is a perofrmance hit observed due to communication costs.

7.2 Using OpenMP

While MPI allows use of a distributed memory system, for shared memory systems, the cost of
communication can be cut down by using OpenMP and using the shared memory between the
different threads. The steps involved in the OpenMP implementation is similar to MPI with a few
minor modifications. The steps involved are as follows

1. Solve the Lower order equation with the diffusion approximation on thread 0.

2. Spawn OpenMP threads to start the QDA-MC solution.
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Small Problem Size

s =0.99,3; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000

No. of Processes | Mean Time (us) | StDev (us) | MFLOPS SpeedUp
1 10675822.3 164769.97 631.72
2 5528535.9 52333.43 1219.89 1.9310
4 2956620.3 95729.53 2281.04 3.6108
8 1700047.4 65268.60 3967.05 6.2800
16 1106856.8 194213.4 6093.09 9.64517
32 778089.4 94456.90 8667.62 13.7206
48 747197.4 178274.05 9025.97 14.2878

Large Problem Size

Ys = 9.999,%; = 10.0, System Length = 100.0, Number of Cells = 100, Particles = 40000000

No. of Processes | Mean Time (us) | StDev (us) | MFLOPS SpeedUp
1 33801229 116958.56 626.07
2 17477552.2 882251.2 1210.82 1.9340
4 8765302.4 99823.87 2414.31 3.8562
8 4810222.6 211736.85 4399.42 7.0270
16 2697777.8 64257.35 7844.29 12.5293
32 1826685.6 219030.2 11610.43 18.5447
48 1617376.3 515903.08 13084.25 20.8988

Table 6: Performance of MPI version

. Thread 0, calculates @Q in each cell based on results from the lower order solution. @ resides in
the shared memory and is accessed by all the threads.

. Each thread spawns particles in the cells assigned to it with the weight of the particles deter-
mined by the value of @) in that cells.

. Each thread stores the contribution to ¢, E at each cell, and to ¢, E and J at the two
boundaries. These values are stored in arrays that are in shred memory space. To not have all
threads writing to same memory locations, there are as many such arrays as there are threads,
with each thread accessing only one such array.

. The contributions from all the threads are combined using a tree reduction, with the arrays of
thread 0 having the final reduced values.

. Thread 0 then solves the lower order system using the values from the reduction for closure
and checks for convergence.

. If converged, then all threads exit the OpenMP parallel region and all spawned threads are
destroyed. If not, then go to Step 3.

To get good performance while using OpenMP the following aspects have to be considered

e Each thread has to use its own random number generator object. Using a thread-safe random
number generator would serialize the entire computation with threads waiting on each other
to generate random numbers.

e The arrays used for each thread to store the contributions of the particles simulated by it needs
to allocated such that they are on different cache lines. This would avoid false sharing of data
between threads.

22



The Table 7 shows the run-times obtained for different number of threads. Comparing it with
the MPI version, the OpenMP version is more scalable. This is due to elimination of communication
constructs between the different threads. The tree reduction step while tallying is still a bottle-neck.
For the small problem size a speed up of almost 24X is obtained, while for the large problem size,
a speed up of almost 31X is obtained. Alos noteworthy is the standard deviation of the run-times.
Due to elmination of communication systems between the threads, the variation in run times is much
lesser when compared to the MPI version.

Small Problem Size

s = 0.99,%; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000

No. of Threads | Mean Time (us) | StDev (us) | MFLOPS SpeedUp

1 10675822.3 164769.97 631.72

2 5508699.1 165435.12 1224.28 1.9380
4 2995394.7 125112.9 2251.51 3.5641
8 1672604.5 223401.4 4032.14 6.3828
16 925145.2 42035.42 7289.86 11.5397
32 582612.2 68126.65 11575.2 18.3241
48 431958.2 41623.68 15613.03 24.7150

Large Problem Size

Y = 9.999, 3, = 10.0, System Length = 100.0, Number of Cells = 100, Particles = 40000000

No. of Threads | Mean Time (us) | StDev (us) | MFLOPS SpeedUp

1 33801229 116958.56 626.07

2 17122685.4 267834.9 1235.91 1.9740
4 8856569 466659.93 2389.43 3.8165
8 4527149.4 147467.51 4674.5 7.4663
16 24737154 164247.9 8554.81 13.6641
32 1420319.4 96101.61 14899.58 23.7983
48 1059585.4 94526.57 19972.11 31.9004

Table 7: Performance of OpenMP version

7.3 Using Hybrid MPI-OpenMP

While MPI allows for implementation on distributed memory systems, allowing the code to run
an huge multi-node computers, OpenMP uses shared memory to reduce communication overhead.
The use of shared memory in OpenMP also reduces the total memory footprint of the computation,
by using shared memory for read only data that is shared between the threads. From the previous
sections , it was seen that a OpenMP approach gave better performance and scalability. Since modern
super-computers contain many cores per node, an ideal approach would be use MPI processes across
nodes, with each MPI process spawning OpenMP threads to exploit the multiple cores on each nodes.
Even while using a single node with many cores, the memory space on the machine is partitioned
between MPI processes. This might result in better cache locality since each process will allocate
its data in a memory at a location that is “closer” to it. This is especially important with evolving
NUMA architectures. Considering all these factors, a hybrid OpenMP-MPI version of the QDA-MC
algorithmwas implemented as follows

1. Solve the Lower order equation with the diffusion approximation on thread 0 of process 0.

2. Spawn OpenMP threads on each MPI process to start the QDA-MC solution.

3. Thread 0 on process 0, calculates @ in each cell based on results from the lower order solution.
Q resides in the shared memory of process 0. This array is broadcast to all the other MPI
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processes which store the received array in their respective shared memory space.

. Each thread on each process spawns particles in the cells assigned to it with the weight of the
particles determined by the value of ) in that cells.

. Each thread stores the contribution to ¢, E at each cell, and to ¢, E and J at the two
boundaries. These values are stored in arrays that are in shared memory space of each MPI
process. To not have all threads writing to same memory locations, there are as many such
arrays as there are threads on each process, with each thread accessing only one such array.

. The contributions from all the threads on an MPI process are combined using a tree reduction,
with the arrays of thread 0 on all processes having the final reduced values.

. The arrays belonging to thread 0 on each process are reduced using MPI_Reduce, with the final
values residing in the arrays for thread 0 on process 0.

. Thread 0 on process 0 then solves the lower order system using the values from the reduction
for closure and checks for convergence.

. If converged, then all threads on each process exit the OpenMP parallel region and all spawned
threads are destroyed. If not, then go to Step 3.

Table 8 shows the run times achieved by sing 4 MPI processes and increasing the number of
threads per process from 1 to 12. While the hybrid approach performs better than the pure MPI
model, it is still slower than a pure OpenMP approach. But, it is an indication that while scaling to

multiple nodes, a hybrid approach would give the best performance.

Small Problem Size

s =0.99,3; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000

No. of Threads | Mean Time (us) | StDev (us) | MFLOPS SpeedUp
1 2956620.3 95729.53 2281.04 3.6108
2 1850645.8 91896.85 3644.23 5.7687
4 1036984.2 182941.8 6503.65 10.295
8 641009.56 52209.54 10521.18 16.654
12 567316.89 66292.81 11887.85 18.8181

Large Problem Size

Y = 9.999, 3, = 10.0, System Length = 100.0, Number of Cells = 100, Particles = 40000000

No. of Threads | Mean Time (us) | StDev (us) | MFLOPS SpeedUp
1 8765302.4 99823.97 2414.31 3.8562
2 4710690 279831.4 4492.37 7.1754
4 2635279.2 116288.11 8030.33 12.8264
8 1659429.7 113606.19 12752.67 20.3691
12 1300413.3 198665.1 16273.41 25.9927

Table 8: Performance of Hybrid version
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Figure 5: Schematic for Particlewise Tally Figure 6: Schematic for Cellwise Tally

8 QDA-MC for GPUs

General Purpose Graphics Processing Unit (GPGPU) approaches to accelerating scientific appli-
cations represent a current major thrust in the field of High Performance Computing. For some
applications it is possible to see speedups of several orders of magnitude over serial CPU execution;
however, this performance often requires significant programmer effort to refactor algorithms to map
more favorably onto GPU architectures. Further, such gains require highly data-parallel applications
and are often limited by necessary control code and synchronization costs. A full discussion on the
GPGPU paradigm is outside the scope of this document. For the current implementation we chose
to use OpenCL. As a result, while we were targeting NVidia Fermi GPUs (GeForce GTX 580 and
Tesla ¢2050), the implementation would be vendor agnostic, allowing for increased portability.

8.1 Particle Generation

The first step in the OpenCL implementation is to generate particles on the GPU. This requires use
of a Pseudo-Random Number Generator (PRNG). An implementation of Martin Luscher’s Ranlux
PRNG implemented by Ivan Nikolaisen for AMD Cypress GPUs was chosen for this purpose since it
allows per-thread non-correlated streams of PRNs. The process of generating particles is inherently
parallel. In the Generation phase, each thread generated particles and stored it in global memory.
The generation of particles entails calculating the value of the direction cosine u, the start position
of the particle and the end position of the particle.

8.2 Tallying

Once the particles have been generated, their contribution to different cells needs to be tallied. There
were two approaches that were tried. In the first approach, which can be called as “particle-wise
tally”, each thread accumulated the contribution of a subset of particles into an array of size number
of cells. To avoid serialization between threads, each thread was allocated an array of size equal to
the number of cells in the domain. Since the amount of shared memory is not enough to hold all this
data, this array was kept in global memory. The usage of global memory was reduced by generating
the particles on the fly without explicitly storing their direction cosines and start/end positions.
Having done that, the final answer is obtained by reducing the arrays across all threads. This is an
inherently expensive process on the GPUs cause it requires traffic to global memory, without making
use of the fast local memory available on the GPU. Further, the approach required expensive global
synchronization constructs. The idea is illustrated by the Figure 5.

A complementary approach to the one described above was to, have each workgroup accumulate
the contribution from all the particles to a specific cell in the domain. This approach, called “cell-
wise tally” is illustrated in Figure 6. After generating all the particles and storing them in global
memory during the generation phase, in the tally phase, each workgroup reads the information from
all the particles generated and adds the contribution to one cell of the domain. The data from the
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Figure 7: Data Layout of particle for improved tallying

s = 0.99,3; = 1.00, System Length = 10.0, Number of Cells = 100, Particles = 10000000
Time (us) | MFLOPS SpeedUp
Sequential 10547426.2 886.37 -
OpenCL - GTX 580 565114.3 11934.19 13.46
OpenCL - Tesla 2050 | 900534.8 4506.46 7.489

Table 9: Performance of the OpenCL kernel for stochastic methods

generation phase could be laid out such that there is coalesced access to global memory. Further
improvement was achieved by the use of “cl-fast-relaxed-math” optimization flag which allows the
OpenCL kernel to use fused multiply add (FMA) operations.

It is apparent that with the “cellwise tally” approach, the GPU does a lot more work than the
corresponding CPU implementation. Only a small subset of particles have contributions to any given
cell, but since the direction of flight and distance traveled is stochastic in nature, this information is
not available before actually scanning the particle. However, based on the problem at hand, we know
that half of the particles in the domain travel left and half of them travel right. The right-bound
particles "born” to the right of any given cell cannot possibly interact with said cell, and the same
for left-bound particles born to the left, each cell could ignore just short of half of all particles that
were guaranteed to be moving away from the cell. A modification to the generation phase was made
such that all the left bound particles were stored contiguously followed by all right bound particles,
as shown in Figure 7. Threads of a workgroup, say ¢, could scan the left-bound particles spawned in
cells ¢ to n — 1 and right bound particles spawned in cells 0 to ¢, and accumulate the contribution to
cell ¢. This way the workgroup cuts down on the amount of wasted work done by it.

The Table 9 gives the experimental evaluation of the above scheme. For the two test problems.
The sequential time is measearued on an AMD Opeteron 6168 processor. Two GPUs were used for
evaluation, a GTX 580 and Tesla 2050.
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9 QDA-MC with CPU-GPU implementation

From the previous sections it is clear that while the GPU is extremely at generating particles, the
tallying phase is a bottle-neck which makes the GPU less effective. On the other hand, the CPU
is extremely fast at tallying the information from different particles. To make use of best of both
worlds, a hybrid CPU GPU approach was explored. T'wo approaches were tried and are described
below

9.1 MPI-OpenCL

In the initial version of the application, a simplistic and straightforward approach was taken. The
application called a GPU kernel to generate all the particle data for that iteration, then the results
are read back into a buffer on the CPU, the buffer is then scattered to all MPI tasks which do the
rest of the calculation and tallying for that iteration. The main difference between this design and
the pure MPI is that more communication overhead was added to the application, the overhead for
GPU to CPU data transfer and the overhead for MPI_Scatter after the GPU finishes running the
kernel.

In the second version, double buffers were added for asynchronous GPU to CPU transfers in
order to hide the latencies such as waiting for GPU to finish its kernel and reading the data back
from the GPU. An example of the double buffering is that on the GPU and CPU there is an array
of (Number of Particles * 2). Initially, the particle generation kernel is called twice, once for the first
section and once for the second section. Asynchronous read from GPU to CPU is called after each
invocation of kernel call in order to overlap kernel execution with GPU to CPU data transfer. After
this initialization, for each iteration in the while loop, we have an explicit wait event for the read of
the 1th chunk of buffer to be read back into the CPU buffer completely. Next the data is scattered
and each task then processes the data and tallies the result, we call the kernel and asynchronous read
again for the Oth chunk since the data in the buffer is already used and can be safely overwritten. In
the next iteration, we do the same except we're waiting and processing the 2nd chunk of the buffer.
We then call the kernel and asynchronous read on for the 2nd chunk of the buffer since it can be
safely overwritten. It can be observed during this process that data transfer and computation on
the CPU and GPU can be overlapped by switching between the 1st and 2nd chunk of the big double
buffered array. More details regarding this design is shown in Fig 8

9.2 OpenMP-OpenCL

In the initial version of the application, similar to MPI, a GPU kernel is called to generate all the
particle data for that iteration, then the results are read back into a shared buffer on the CPU where
each thread reads its own portion of the buffer to do the rest of the calculation and tallying until the
next iteration. This implementation removes the scattering overhead. Similar to the MPI version ,
in the second version, double buffers and asynchronous GPU to CPU transfers are used in order to
hide some latencies of waiting, the motivation and design is similar to the MPIGPU implementation
except the fact that the scattering overhead is removed.

A Quad Core Intel Xeon CPU (3.2GHz) with an NVidia GTX 580 card was used to evaluate this
design. Figure 9 shows the performance of the two version of OpenMP-OpenCL and the two version
of MPI-OpenCL implementation as compared to the MPI and OpenMP implementation discussed
before. It is clear that the hybrid CPU GPU implementation is the best performing on this machine.
A future direction of work along this path is to evaluate the performance of this approach on the 48
core AMD Opteron Machine which in addition has an NVidia Tesla 2050 card attached to it.
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Figure 8: Schematic for double buffering in MPI-OpenCL implementation
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Figure 9: Comparison of Performance of the CPU-GPU hybrid approach with CPU approaches
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10 Advantages and Disadvantages with QDAMC

During the testing of the method, it was discovered that the QDAMC algorithm was sensitive to
both the mesh resolution as well as the number of particles used per cycle. Recalling equation (38),
it is immediately seen that any noise from the higher-order system will be reflected down to the
lower-order system through the Eddignton tensor. But in addition to the noise in the Eddington
tensor, there is also the second derivative that in essence, amplifies the noise. This amplification is
inverse proportional to the square of mesh size. By making the mesh size finer, the noise becomes
stronger and when mesh is coarsen, the noise becomes weaker. It may seem like in order to deal
with the amplification of noise, a coarser grid representation may be used. However, since now
the higher-order Monte-Carlo source distribution is dependent on the lower-order solution, which is
deterministic, there are two issues with this approach. First is the discretization error that is encoun-
tered in the lower-order equation. If a coarse grid is used in areas of solution where sharp gradients
are encountered, such structures may not be captured using a coarse representation. Second is, with
the current scheme, when the mesh size does not resolve the mean free path of neutron, not enough
statistics gets accumulated using surface tallying schemes for boundaries. Hence for a statistically
insignificant number of particles per cycle, the boundary quantities may not be tallied accurately.
This introduces unphysical solution near boundaries, which feeds back into the higher-order Monte-
Carlo calculation as the total source distribution, Q.

Although there are issues and disadvantage with the QDAMC scheme, it is clearly seen from the
results of three cases in tables 3, 4 and 5 that for large, scattering dominant system, the method wins
over the CMC method. This is achieved by the acceleration of scattering source from the deterministic
lower-order solution. In addition to the acceleration, the QDAMC method also accelerates the
overall higher-order Monte-Carlo procedure through the removal of control logic from the collision
interaction. The collision type is treated in the lower-order system. In addition, the method is
independent of the scattering cross-section ratio. The iteration required to converge the solution
below the specified convergence tolerance was roughly equal for the different sub-cases with varying
scattering cross-section. However, it must be mentioned again that the method suffers from noise
amplifications when using finer resolution mesh while the CMC method is independent of it. This
implies that when using a high resolution mesh, the QDAMC method may not work as good as for
the test cases ran in this study. A summary of advantages and disadvantages of the QDAMC method
relative to CMC is given below.

o Advantages

— Method is independent of scattering cross-section.
— Removal of control logic from the collision.

— Problem is independent of scattering cross-section.
e Disadvantages

— Discretization error propogation from the lower-order solution.

— Noise amplification between the higher-order and lower-order system.
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11 Extension to 2D

In this section, a description of extension of QDAMC method to a 2D spatially non-homogeneous
problem will be given.

11.0.1 2D Lower-Order System

Consider the original 3D transport equation with isotropic scattering and homogeneous internal fixed

source, Q.

Q. V¢+Et¢—f(2 ¢+ Q) (44)

Where the directional unit vector, Q is defined as follows.

= /1 — pPcosdpt + /1 — p2singy + pz (45)
Now assuming a solution which is symmetrical in the xy-plane with no variation in the z-direction.

Hence taking the 0" and 1% moment will yield the following set of lower-order equations.

dJEO  9JLO
oz + 0y

8EHO¢LO 8EHO¢)LO
+

+ (3 -9 =Q (46)

L5, =0 (47)

ox oy
Since J is obviously a vector, equation (47) can be expanded into the x and y components.
o EH O ¢LO
1+ 5J0 =0 48
O + 2pdy ( )
o EH O ¢LO LO
——— + % J, " =0 49
3y + 2 y ( )
Where EFC is now truly a tensor.
_ E E
[ BEye By, )
Hence equations (48) and (49) can be further expanded as follows.
0 0 LO
0 0
gele + gy B T ¥ JE0 =0 (52)

JEO and substituting the expression into equation (46), the following

and J/©

Hence by solving for
lower order system is derived.

010 EHOGLO | 0190 FHO 41O

0x X, Ox 0x Xy Oy Ery
813 EHO4LO | 0190 FHO§LO LO
g9 - 3,) 60 =

Without going into details in the discretization, since all quantities expanded in equation (53) are
scalar quantities, the classic central differencing may be applied for both the second spatial derivatives
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in the x and y direction as well as for the cross terms . The discretized lower-order equation is shown

below.

HO
1 ( z+1]¢z+1j E > +

2ti+1/2,j Ax?
1 EfS 1080y + BES 082 — BRS i ok0 ;o — BE2 0k
Yiiv1/2, 4AzAy
1 EHOgb EHO’](ﬁz 1
+
Yiio1/2,4
1 Eg?—l¢z]+ EzH(l)]-',-l(bz lj—s—l_EI,_l; 1¢z] 1 EzH?,j l(bz 1,71 +
Yiio1/2, 4AzAy
1 Ezhg(—)l-l(b ,]+1 - EHO +
Dt +1/2
1 Efi—?j+1¢z+1,]+1+Eg—?]¢l+lj ElH?,J-H¢Z 1,j+1 EZH?J ZLOI,J
Ytij+1/2 4Az Ay
1 EHO¢ E£O1 ngOl
+
Yiij-1/2
o e} 0 e}
1 Eﬁ1]¢2+1] Eﬁl,j 1¢l+1] 1 EzHlj(ﬁz 1,5 EzHl,j 1¢z 1,7—1 +
Et,i,j—1/2 4AxAy

(Et,i,j - Es,z,]) d) Qz,] (54)

11.0.2 Boundary Condition

For the boundary condition, relative to the 1D implementation, a simpler implementation will be
considered for the 2D case. In 1D, the boundary condition was implemented by solving the following
two equations for JbLO and gb,fo.

Jb ¢b OQS

283: ¢

However, for 2D, where the Eddington tensor is truely a tensor, the implementation becomes rather
cumbersome. Instead, an alternative boundary condition implementation will be used. The new
implementation will solely rely on the following closure.

JPe

¢ O ¢b+1/2 (55)
b+1/2

Notice that in this boundary condition implementation, the only unknown is in the lower-order scalar
flux at the center of the boundary cell (i.e. b+1/2).

11.0.3 2D Higher-Order System

As we did in the 1D case, the higher-order system will also be treated using a stochastic Monte-
Carlo techniques. Similar to the 1D case, assuming a uniform particle distribution, based on the
total source defined as Qm by gb + Q;,j, the weight is assigned to particles born within a cell.
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o Qi j| NPrey AV
P Npcell,avg

(56)

Particle x and y position within a cell is chosen randomly and similarly for the direction cosine, p,
and the azimuthal angle, ¢,.

pp =—1+2R (57)

¢p = 2TR (58)

Where again, R is some random number ranging between 0 and 1. The subscript p implies that each
variable are assigned for each particle. Now, the distance of flight is calculated identical to the 1D
case.

In|R|
by

However, for a multi-material non-homogeneous case, the distance traveled is derived from the fol-
lowing attenuation probability.

Asp=sfp—S0p=— (59)

(60)

=exp [ Z EtmAspy,

Where P, N, m, ¥;,, and As,, are the probability of particle making it to distance E%:o Asy,
without collision, total number of materials that the particle traverses, the material index, the m®"
material total cross-section and the distance traved within the m!® material. Hence by using a
random number R for P and solving for the N** As,,, the distance traveled by particle in the last
material is expressed as follows.

~In|R| - SN 1A
ASN — ’I’L’ ‘ Zm—l Sm (61)
XN
The tallying is different for the 2D case as the current is now a true vector and the Eddington tensor,
FE is a true 2 by 2 tensor. The track-length tallying for the scalar flux, current and Eddington tensor
are shown below.

Npij
iy = W le Wplsp,ij (62)
1 Np,ij _
JHO — TN Z wpAsy ;i (63)
HO 1 oy = 3
E ¢w W pZ:; wpAsp,i jpEYp (64)

Where N Py, AV; i, Npi j, wp and Asy,; ; are the total number of particles in the system, the 4,5 cell
volume, total number of particle that crossed into the 4,j cell, the weight of the p* particle and the
total distance traveled by the p** particle in the 4,j cell. The current and Eddington tensor may be
expanded accordingly.

PZJ

THO _
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Np.irj .
BEHOGHO _ 1 iﬂ e s, [ ( (1= p2) cos’p, (1 — p2) cosgpsing, (66)

A NP AV, 5 —1 L= “12)) SINGpCosPp (1 - “127) sin’dy

Similarly, for surface-tallying, the moment quantities can be calculated as follows.

HO 1 oy
Pij = NPAA, ; Wp (67)
JHO _ 1 Ry 5 . >
i = m pz::l Wp <, /1 — pzcosdpd +4/1 — upsmd)py) (68)
EZh;qu{JJO _ o ]\%]’ . [ (1 — ug). 0032¢p (1 — ,u%) cosg?)psingzﬁp ] (69)
k k NPt AA; = (1 — ,LLZQ)) singpcosPy (1 - ,u%) Szn2¢p

AA; j is the area of the surface of the 7,5 cell that the pt" particle crossed. Note that for a simple
cartesian grid, there will be four surface for each cell. As easily seen, the Eddington tensor will
collapse to a diagonal matrix in the diffusion limit where statistically, the particle contribution to
the off-diagonal terms cancels out to yield zeros.

11.1 Preliminary MATLAB 2D Results

In this section, a preliminary 2D QDAMC results generated by a MATLAB code will be presented.
Four cases are studied for the 2D case: 1. A simple homogeneous optically thick case, 2. a non-
homogeneous optically thick case, 3. an optically thin homogeneous case and 4. a optically thin
non-homogeneous case.

11.1.1 Homogeneous Optically Thick Case

For the homoeneous optically thick case, the system geometry is comprised of only a single material.
The physical parameter of the homogeneous optically thick case is provided below.

o L, =100
e L, =100
e N, =100
e N, =100
o« X =10
o 3, = 9.999
e Q=1

The scalar flux, current and Eddington tensor solution are shown in figure 11.1.1.
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Figure 10: Solution for the 5th iteration. Homogeneous optically thick case.

11.1.2 Non-Homogeneous Optically Thick Case

For the non-homogeneous optically thick case, the system geometry is comprised of two material.
The physical parameter of the homogeneous optically thick case is provided below.

o L, =100
e L, =100
e N, =100
e N, =100
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Sp =10

o T, = 9.999
e Xio=1

o Sup =01

¢« Q=1

¢« Qy—1

The materials are defined in the following spatial regions.

materialy if Ly/4<x<Ly—L;/4 and L,/4<y<L,—L,/4
materialy if otherwise

The scalar flux, current and Eddington tensor solution are shown in figure 11.1.2.

11.1.3 Homogeneous Optically Thin Case

The optically thin homogeneous case will have the following problem parameters.

o L,=1
o L,=1
e N, =100
e N, =100
o3 =10
o 3, =99
e Q=1

The scalar flux, current and Eddington tensor solution are shown in figure 11.1.3.

11.1.4 Non-Homogeneous Optically Thin Case

For the non-homogeneous optically thin case, similar to the thick case, the system is comprised of
two materials. The problem physical parameters are given below.

o L,=1

o L,=1

e N, =100
o N, =100
e X1 =10
e X,1 =99
e Yio=1
o X5 =01
e Q1 =1
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Figure 11: Solution for the 5th iteration. Homogeneous optically thick case.

e Q=1
The materials are defined in the following spatial regions.

materialy if Ly/4<x<Ly—L;/4 and L,/4<y<L,—L,/4
materialy if otherwise

The scalar flux, current and Eddington tensor solution are shown in figure 11.1.4.

11.2 2D Serial implementation

The implementation of 2D QDAMC is similar to the implementation of 1D case. The steps involved
are:
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Figure 12: Solution for the 5th iteration. Homogeneous optically thin case.

. Solve the Lower order Equation with a diffusion approximation
. Use the solution of ¢ from the lower order system to calculate Q.

. Use Monte Carlo to solve the higher order equation with @ used to determine weights of the
particles.

. Compute the Eddington Tensor at all the cells, and values of Eddington tensor, ¢ and J at the
boundaires.

. Use the values from Step 4 to solve the Lower Order equation.
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Figure 13: Solution fo the 5th iteration. Non-homogeneous optically thin case.

6. Check for convergence. If not converged, goto Step 2

The Lower Order equation is solved using the process described in Section 11.0.1.

The higher order system is solved by spawning an equal number particles in each cell, using a
uniform distribution to spread out the start positions across the cell. Generate random numbers
to calculate the direction cosine p,,, the azimuthal angle, ¢, and the distance travelled, As, using
equations (57), (58) and (59). Using these values, the cell in which the particle ends its flight can be
calculated. But unlike the 1D case where by knowing the start cell and the end cell it was possible to
determine all the cells and the distance in each cell that a particle travels through, in 2D these need
to be explicitly calculated. A fast method for calculating the cells through which a particle travels
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and the distance travelled in each cell for both 2D and 3D rectangular grids is described in [1].
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12 Future Work and Focus

During the development of the method, several advantages and disadvantages were discovered for the
QDAMC method. The discretization error between the higher /lower order system may be addressed
using a straight forward technique that enforces consistency between the two system, studied in
detail in [3]. However, the issue of noise amplificaiton between the two system may be of focus for
further future study. Finally, an accurate representation of the solution at boundaries are crucial
in order to provide an accurate representation of lower-order source. Finally, a ground-work on a
simple non-homogeneous 2D extension of the QDAMC algorithm is presented in this section.

12.1 Consistency Term

The consistency enforcing technique was developed to enforce consistency between the higher-order
and lower-order system using non-linear diffusion acceleration of the deterministic transport equation.
Recallig the original 1D transport equation and the accompanying lower-order equation.

oY

o +ztw——(z "7+ Q)

e T B0 1 (3, -3¢0 = @

The two systems are equal in the continuum limit. However in the discrete limit, due to the difference
in the discretization/numerical integration used between the two system, a small but finite inconsis-
tency arise in the quantity for the scalar flux, ¢. In order to enforce consistency between the two
system, either we can force the higher-order system to follow the lower-order system, or vise-verse.
The two approaches have their distinct advantage and disadvantage. The approach of enforcing the
moment of the higher-order system to follow the lower-order solution may be used for variance reduc-
tion purposes [7]. In contrast, enforcing the lower-order system to follow the higher-order system can
be used for enforcing consistency between the two system and simultaneously achieve an acceleration
of the higher-order system [3]. In achieving acceleration of the higher-order Monte-Carlo solution,
it is necessary to enforce the lower-order solution to follow the higher-order solution. First consider
the modified higher/lower order system .

o HO

2 4 B0 = L (8,65 +Q) (70)
9 1 9 _po ,ro Lo Lo _
el R + D" + (S - 80) 6" =Q (71)

The D in the lower-order equation will be referred to as the consistency term which enforces the
lower-order scalar flux to be equal to the higher-order scalar-flux down to the specified convergence
tolerance. Note that the first term in the bracket is simply the expression for the current, J©. Hence
the consistency term can be regarded as a correction to the current that enforces the consistency
between the higher-order and lower-order solution. The expression for D is given as follows.

) EHO¢HO+JHO

Z Ox
D= =% 110 (72)
With the current defined on cell face, the discretization of D is performed.
. EHO¢ EHO¢HO + J
Di+1/2 _ Et o ( i+1Yi4+1 ) +1/2 (73)

¢Z+1/2
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Where the higher-order terms are defined at their respective index. Taking the higher-order current,

J g?m as an example, the term will be defines as follows.

1
I (74)
Which is different from,

o (1) nstOdp + [y potiQdp)

HO
However, gi)f[ O and EZH O are both defined at cell center using face averages.

HO HO

HO o7 + i
<Z5z'+1/2 =~ 2 - (76)

EHO 4 pHO

HO +1
Ei+1/2 = T 5 ¢ (77)

These definition of where the higher-order terms are defined are critical in enforcing consistncy
between the two system. This is because the discretization of higher-order solution must follow
ezxactly that of the lower-order system.

12.2 Filtering

While the consistency term provides consistency between the two system and addresses the discretiza-
tion issue, the issue of noise amplification still remains with the QDAMC method which may make
it unattractive for problems that require high spatial mesh-resolution. In this section, a suggestion
will be provided which will attempt to suggest a general approach which may solve this problem. A
promising technique in order to suppress the noise amplification is in the use of spatial filters. As
an example, a simple binomial filter is presented. Consider a function f which is defined on a 1D
spatial mesh which spans N,. The binomial filter function will act on the function f in the following
manner.

Ji = fi+1+24fi+fifl (79)

The filter will effectively diffuse the solution through a weighted averaging of neighboring cell value
for f. This filter can also be considered a single pass of a Jacobi sweep. A multiple pass of a filter
can be used to effectively damp out short wave-length noise. The use of spatial filters have been
common in the plasma physics community using particle in cell approach [2]. There are issues with
simple filters such as what is shown in (79) such as damping of sharp physical structures. However,
those are issues that may be dealt with through more sophisticated filtering algorithms.
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A 2D Classic Monte Carlo

A 2D Classic Monte Carlo implementation was done to serve as a baseline for comparison with the
QDAMC solution. It also serves as a sanity check for the correctness of the higher order system
in QDAMC, since the 2D Classic Monte Carlo implementation can be converted to simulate the
Higher Order Scheme in QDA-MC by minor modifications. Following are the details of a sequential
implementation and modifications to use multi-core/multi-node architecture.

A.1 Sequential implementation

The sequential 2D Monte Carlo implementation is very similar to the higher-order system used for
QDA-MC described in Section 11.2. The main steps are outline here

1. Divide the 2D domain into a rectangular grid
2. Within each cell of the domain, spawn equal number of particles.

3. For a particle, use uniformly distributed random numbers to decide the start position within
each cell.

4. Generate random number to calculate the values of direction cosine p,, the azimuthal angle,
¢p and the distance traveled, As, using equations (57), (58) and (59).

5. Use the process of tracking a particle described in [1] to track the cells through which the
particle travels and the distance traveled in each cell. Add contributions from that particle to
the cell based on the distance traveled.

6. If the particle doesn’t stream out of the domain, then check if it is scattered by generating a
uniform random number between 0 and 1 and checking if it is less than 3. If it scatters, using
the end position as a new start position, return to Step 4. If not return to Step 3 to start a
new particle.

A.2 MultiCore implementation

Just like the 1D Monte Carlo simulation, the 2D simulation is also inherently parallel. The same
algorithm as described in Section 3.3 was used to parallelize the 2D code too. But note that such
an approach would use data proportional to the number of cells per MPI process. This is an order
of magnitude higher than that used for the 1D case. It is notable that for the 2D case, the average
number of processes that have contribution to the same cell is lesser than the 1D case. Therefore,
using a shared memory models OpenMP in conjunction with transactional memory models or atomic
updates could result in reasonably good performance while significantly reducing the memory usage.

Table 10 shows the performance and scalability of the 2D Classic Monte Carlo code on a 4 socket,
12 cores per socket, AMD Opeteron Machine. The table shows the average execution time and the
standard deviation across 10 runs. It can be seen that as the number of cores increase, the variation
in time is also higher, due to interference from other system processes.
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Small Problem Size

s =0.99,%; = 1.00, System Length = 10.0 x 10.0, Number of Cells = 100 x 100, Particles = 1000000

No. of Processes | Mean Time (us) | StDev (us) | MFLOPS SpeedUp
1 60808478.1 109786.24 838.54
2 30617262.8 104899.91 1665.41 1.9861
4 18634049.1 88510.49 2736.40 3.2633
8 9823110.3 95297.26 5190.85 6.1903
16 5158090.4 292708.66 9885.50 11.7890
32 2947911.0 430002.76 17291.10 20.6277
48 2314871.8 533402.56 22027.27 26.2686

Table 10: Scaling of 2D Classic Monte Carlo system
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